Source of material 4-(diisopropylamino) benzonitrile (DIABN) was supplied by Dr. Christoph Mark, Chemische Laboratorien Worms, and used without further purification for crystal growth. Crystals were grown from solution and also by slow sublimation at 323 K in a tubular furnace. By both methods good quality single crystals were obtained with identical unit cells. The data presented here was obtained from solution grown crystals. 1.1 g of DIABN powder was dissolved in 120 ml of cyclopentane and filtrated. The clear solution was allowed to stand at room temperature in an exsiccator under low nitrogen flow for 2 weeks. Slow evaporation of the solvent led to the formation of colorless plate-like crystals.
Discussion
The crystal structure consists of layers of DIABN molecules in the ab plane (figure, top). We found two crystallographically independent molecules with a nearly parallel orientation in the unit cell (figure, bottom). DIABN belongs to a class of molecules that undergo intramolecular charge transfer (ICT) upon photoexcitation. The structural changes associated with this ICT have been debated for the last 40 years. DIABN is particularly interesting since here the ICT process and the concomitant structural changes occur in solution and in the crystalline state [1] . Therefore it could be possible to trace these structural changes by timeresolved X-ray diffraction. The structure presented here lays the basis for such studies. 
